Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.005 Å; R factor = 0.036; wR factor = 0.068; data-to-parameter ratio = 16.5.
Hydrogen-bond geometry (Å , ) .
Cg1 is the centroid of the C2-C7 ring. Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . supplementary materials Acta Cryst. (2012) . E68, o755 [doi:10.1107/S1600536812006654] (2E)-2-(4-Bromobenzylidene)-2,3-dihydro-1H-inden-1-one Abdullah M. Asiri, Hassan M. Faidallah, Khulud F. Al-Nemari, Seik Weng Ng and Edward R. T.
Tiekink Comment
The motivation for the investigation of the title compound, 2-(4-bromobenzylidene)indan-1-one (I), is its relationship to some active compounds developed for the treatment of Chagas disease (Vera-DiVaio et al., 2009 ).
The molecule of (I), Fig In the crystal packing, C-H···O interactions involving the bifurcated carbonyl-O atom as well as C-H···π interactions link molecules into layers in the ab plane, Fig. 2 and Table 1 . The layers stack along the c axis with no specific interactions between them, Fig. 2 .
Experimental
A solution of the 4-bromobenzaldehyde (1.8 g, 0.01 mol) in ethanol (20 ml) was added to a stirred solution of 1-indanone (1.3 g, 0.01 mol) in ethanolic KOH (20%, 20 ml), and stirring was maintained at room temperature for 6 h. The reaction mixture was then poured onto water (200 ml) and set aside overnight. The precipitated solid product was collected by filtration, washed with water, dried and recrystallized from its ethanol solution as blocks; M.pt: 453-455 K.
Refinement
H-atoms were placed in calculated positions [C-H = 0.95 to 0.99 Å, U iso (H) = 1.2U eq (C)] and were included in the refinement in the riding model approximation. The structure was refined as a racemic twin; the Flack parameter (Flack, 1983) was explicitly refined to 0.343 (10) indicating the fractional contribution of the minor twin component. Owing to poor agreement, the (3 1 6) and (3 0 5) reflections were omitted from the final cycles of refinement.
Computing details
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO (Agilent, 2011); data reduction: CrysAlis PRO (Agilent, 2011); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . The molecular structure of (I) showing the atom-labelling scheme and displacement ellipsoids at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figure 2
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, º)
Br1-C14 1.914 (4) C7-C8 1.474 (5) O1-C8 1.223 (5) C8-C9 1.501 (5) C1-C2 1.508 (5) C9-C10 1.337 (5) C1-C9 1.522 (5) C10-C11 1.471 (5) C1-H1A 0.9900 C10-H10 0.9500 C1-H1B 0.9900 C11-C16 1.398 (5) C2-C7 1.390 (5) C11-C12 1.406 (5) C2-C3 1.400 (5) C12-C13 1.382 (5) C3-C4 1.401 (5) C12-H12 0.9500 C3-H3 0.9500 C13-C14 1.382 (5) C4-C5 1.391 (6) C13-H13 0.9500 C4-H4 0.9500 C14-C15 1.378 (5) C5-C6 1.386 (5) C15-C16 1.387 (5) C5-H5 0.9500 C15-H15 0.9500 C6-C7 1.398 (5) C16-H16 0.9500 C6-H6 0.9500
Hydrogen-bond geometry (Å, º)
Cg1 is the centroid of the C2-C7 ring. 
